Two carbon atoms C8 and C8A of the ester group on C2 are disordered over two positions with equal occupancies (0.50). For clarity only one position is shown in the figure. The hydrogen atoms of that methyl group were not localized and not included into the model. All other hydrogen atoms are placed in calculated positions according to the riding model.
Source of material
The reaction of [IrCl(N 2)(PPh3)2] with (MeOOC)2Cº C(COOMe) 2 in acetone at 283 K resulted in the formation of the title complex [Ir{C 4(COOMe)4}Cl(PPh3)2] which was previously obtained in the analogous reaction in thiophene-free benzene at 313 K -318 K [1, 2] . Crystals were obtained from methanol/chloroform solution.
Experimental details
Two carbon atoms C8 and C8A of the ester group on C2 are disordered over two positions with equal occupancies (0.50). For clarity only one position is shown in the figure. The hydrogen atoms of that methyl group were not localized and not included into the model. All other hydrogen atoms are placed in calculated positions according to the riding model.
Discussion
There are several examples of structurally characterized iridacyclopentadiene complexes [3, 4] . However, five-fold coordination in mononuclear complexes is found only in one single case [5] . Here we report the second example of that type. The title compound crystallizes as discrete molecules without any unusual intermolecular interactions. The trigonal bipyramidal co-ordination sphere of Ir is built up by two PPh 3 ligands in apical positions. The angle P1-Ir-P2 is almost linear with 177.64(3)°. Equatorial ligands are the chloro ligand and the s-bound buta-1,3-dien-1,4-diyl ligand. The sum of angles in the equatorial plane (ÐC1-Ir-C4 = 76.4(2)°, ÐC1-Ir-Cl = 146.8(1)°, ÐC4-Ir-Cl = 136.8(1)°) amounts to 360.0°. The Ir-C1 and Ir-C4 bond distances are 2.015(4) Å and 2.011(4) Å, respectively. Overall, there are no remarkable differences in the bond lengths and angles of the title complex compared with those in other iridacyclopentadiene complexes. [Ir{C4(COOCH3)4}Cl{P(C6H5)3}2]
